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migration. 2, M.H. Gehlen 

Pump-probe studies of the effects of permanent dipoles in one- and two-colour molecular 
excitations, A.E. Kondo, W.J. Meath, S.H. Nilar and A.J. Thakkar 

Multi-photon induced atomic nitrogen production in a low-temperature nitrogen crystal, 
H. Kajihara, F. Okada and S. Koda 

Flash-photolysis of 2-(2’-hydroxyphenyl)-3-H-indole. Ground-state keto-enol 
tautomerization by mutual hydrogen exchange and by proton catalysis, J.S. Stephan, 
C.R. Rodriguez, K.H. Grellmann and K.A. Zachariasse 

Rotationally mediated vector correlations in the photodissociation of HO (1,0,0), I. Bar, 
D. David and S. Rosenwaks 

Chirped pulse control of CsI fragmentation: an experimental possibility, B. Amstrup, 
G. Szabo, R.A. Sauerbrey and A. L6rincz 

Picosecond resonance coherent anti-Stokes Raman spectroscopy of bacteriorhodopsin: 
quantitative third-order susceptibility analysis of the dark-adapted mixture, L. Ujj, 
A. Popp and G.H. Atkinson 

Photophysics of rhodamine dimers in Langmuir—Blodgett films, E. Vuorimaa, M. Ikonen 
and H. Lemmetyinen 

Zero-phonon line as the foundation stone of high-resolution matrix spectroscopy, persistent 
spectral hole burning, single impurity molecule spectroscopy, K.K. Rebane 


182 (1994) 69 
182 (1994) 81 
183 (1994) 187 
184 (1994) 59 
184 (1994) 97 


184 (1994) 115 


184 (1994) 261 


184 (1994) 347 
185 (1994) 75 


185 (1994) 113 


185 (1994) 137 


185 (1994) 221 
185 (1994) 317 
186 (1994) 317 
186 (1994) 375 


186 (1994) 395 


186 (1994) 435 
187 (1994) 21 


188 (1994) 87 


188 (1994) 221 
188 (1994) 289 


189 (1994) 139 





Subject index to volumes 181-190 


Exchange variation of hyperfine characteristics of tetrameric [Mn3(III)Mn(IV)] and 
[Mn3(IV)Mn(III) ] clusters, M.I. Belinskii 

Computation of time-dependent transition probabilities in excimer molecules induced by 
femtosecond laser pulses, I.D. Petsalakis, T. Mercouris and C.A. Nicolaides 

A theoretical model of laser-control photodissociation of molecules, J.C. Vallet, 
A.A. Villaeys, J.P. Lavoine and S.H. Lin 

Temperature dependent ultraviolet absorption cross sections of 1,3-butadiene and butadiyne, 
A. Fahr and A.K. Nayak 

Laser photodissociation of fluorinated molecular dications, S.D. Price, Y.-Y. Lee, 
M. Manning and S.R. Leone 

Simplified models for anharmonic numbers and densities of vibrational states. I. Application 
to NO, and Hf, J. Troe 


Intramolecular dynamics 

Excited-state intramolecular proton transfer in jet-cooled 3-hydroxyflavone. Deuteration 
studies, vibronic double-resonance experiments, and semiempirical (AM1 ) calculations 
of potential-energy surfaces, A. Miihlpfordt, T. Bultmann, N.P. Ernsting and B. Dick 

Vibrational energy transfer in a one-dimensional chain of diatomic molecules, K. Bolton 
and S. Nordholm 

Adiabatic wave-packet motion on conically intersecting potential energy surfaces. The case 
of SO,('B,-'A,), H. Miiller and H. Képpel 

Femtosecond spectral evolution monitoring the bond-twisting event in barrierless 
isomerization in solution, U. Aberg, E. Akesson, J.-L. Alvarez, I. Fedchenia and 
V. Sundstr6m 

Polaron-like variational solutions for low-lying vibronic states, L.F. Chibotaru and 
I.N. Kotov 


Microscopic modelling of photoisomerization and internal-conversion dynamics, L. Seidner 
and W. Domcke 


Time and angle resolved calculations in delayed photodissociation, W.J. van der Zande, 
F. Vitalis and L.D.A. Siebbeles 


The excited state dynamics of the A 'B, state of GeH, and GeD, radicals, K. Saito and 
K. Obi 


Nature of the 9,9’-bianthryl and 10,10’-dimethoxy-9,9’-bianthryl radical anions, G. Grampp, 
A. Kapturkiewicz and J. Salbeck 


Tunneling splittings in model 2D potentials. I. V(X, Y)=Vo(Y?—Y$)?+}@wiX7+ 


Laxt+ CX2Y?, 
E.V. Vetoshkin 

Dynamics of selected rovibronic eigenstates in the V system of carbon disulfide '*'°CS,, 
H. Bitto, A. Ruziti¢é and J.R. Huber 


Short time quantum phase space dynamics at a 1:2 Fermi resonance, M.S. Child, G. Bruun 
and R. Paul 


High resolution spectroscopic study of the first overtone of the N-H stretch and of the 
fundamentals of the C-H stretches in pyrrole, A. Held and M. Herman 


V.A. Benderskii, S.Yu. Grebenshchikov, G.V. Mil’nikov and 


-radiationless transitions 


On the B state of the ICI molecule: hyperfine structure and hyperfine predissociation, 
A. Durand, J.C. Loison, G. Bazalgette, E. Gangler, F.W. Dalby and J. Vigué 


189 (1994) 451 
189 (1994) 615 
189 (1994) 657 
189 (1994) 725 
190 (1995) 123 


190 (1995) 381 


181 (1994) 447 
182 (1994) 263 


183 (1994) 107 


183 (1994) 269 
185 (1994) 153 
186 (1994) 27 
186 (1994) 205 
187 (1994) 381 


187 (1994) 391 


188 (1994) 19 
189 (1994) 713 
190 (1995) 373 


190 (1995) 407 


181 (1994) 209 





114 Subject index to volumes 181-190 


The isomerization reaction of electronically excited (dibenzylmethine )borondifluoride in 
n-alcohols. Study of microscopic friction and polarity, T.O. Harju, J. Erostyak, Y.L. Chow 
and J.E.I. Korppi-Tommola 

Adiabatic wave-packet motion on conically intersecting potential energy surfaces. The case 
of SO,('B,-'A,), H. Miiller and H. Képpel 

Numerical evaluation of golden rule rates for condensed phase processes, E. Neria and 
A. Nitzan 

Theoretical investigation of potential energy surfaces relevant for excited-state hydrogen 
transfer in o-hydroxybenzaldehyde, A.L. Sobolewski and W. Domcke 

Dynamics of S, acetone studied with single rotorvibronic level resolution, H. Bitto 

Theoretical analysis of core-ionization and autoionization spectra of the CO molecule, 
R. Colle and S. Simonucci 


-vibrational energy redistribution (including vibrational dissociation) 

Vibrational energy transfer in a one-dimensiona! chain of diatomic molecules, K. Bolton 
and S. Nordholm 

Vibrational relaxation of nascent diiodide ions studied by femtosecond transient resonance 
impulsive stimulated Raman scattering (TRISRS ); experiment and simulation, U. Banin, 
R. Kosloff and S. Ruhman 

A generalized Langevin equation for wave functions. Intramolecular vibrational dephasing 
as a stochastic process, K. Someda and R.D. Levine 

Resonant two-photon ionization detection of atomic iodine resulting from photodissociation 
of allyl iodide under vibrational (C-H overtone) excitation, A.V. Baklanov, V.P. Maltsev, 
L. Karlsson, B. Lindgren and U. Sassenberg 

Overtone spectroscopy of the C-H stretching mode of partially F-substituted benzenes. I. 
Pentafluorobenzene, M. Scotoni, S. Furlani, L. Lubich and D. Bassi 

Molecular beam infrared spectroscopy and intramolecular dynamics of SF;CCH in the region 
of the fundamental and first overtone of the acetylenic CH stretch, M. Becucci, 
J.E. Gambogi, J.H. Timmermans, K.K. Lehmann, G. Scoles, G.L. Gard and R. Winter 

One-atom cage effect in I,-Ar complexes: can it be explained by linear ground-state isomers?, 
M.P. de Miranda, J.A. Beswick and N. Halberstadt 

Systematics of the average resonance widths in overlapping resonance-scattering and its 
connection with the RRKM theory, K. Someda, H. Nakamura and F.H. Mies 

The vibrational deactivation of the bending modes of CD, and CH, measured down to 90 
K, R.M. Siddles, G.J. Wilson and C.J.S.M. Simpson 

Vibrational analysis of low-lying K-shell excited states in H,O and D,O calculated by an ab 
initio multireference CI method, A. Koch and S.D. Peyerimhoff 

Detection of trimethylenemethane by IR spectroscopy: result of the photoisomerization of 
methylenecyclopropane in a halogen-doped xenon matrix, G. Maier, D. Jiirgen, R. Tross, 
H.P. Reisenauer, B.A. Hess Jr. and L.J. Schaad 

Microcanonical rate constant in nonequilibrium distribution of vibrational energy on the 
basis of Slater’s theory of unimolecular reactions, A. Metsala 

High-order torsional couplings in the infrared spectrum of 3,3,3-trifluoropropene, 
A. Ainetschian, G.T. Fraser, B.H. Pate and R.D. Suenram 

Direct observation of weak state mixing in highly vibrationally excited acetylene, A.L. Utz, 
E. Carrasquillo M., J.D. Tobiason and F.F. Crim 


Overtone spectra and anharmonic resonances in haloacetylenes, A.F. Borro, I.M. Mills and 
A. Mose 


181 (1994) 259 
183 (1994) 107 
183 (1994) 351 


184 (1994) 115 
186 (1994) 105 


187 (1994) 211 


182 (1994) 263 


183 (1994) 289 


184 (1994) 187 


184 (1994) 357 


187(1994) 3 


187 (1994) 11 
187 (1994) 185 
187 (1994) 195 
188 (1994) 99 


189 (1994) 67 


189 (1994) 383 
189 (1994) 637 
190 (1995) 231 
190 (1995) 311 


190 (1995) 363 





Subject index to volumes 181-190 


Short time quantum phase space dynamics at a | :2 Fermi resonance, M.S. Child, G. Bruun 
and R. Paul 

Simplified models for anharmonic numbers and densities of vibrational states. I. Application 
to NO, and Hj, J. Troe 

The intramolecular dynamics of allene in the region around 6000 cm~' via eigenstate 
resolved IR spectroscopy, J.H. Timmermans, K.K. Lehmann and G. Scoles 

Overtone spectroscopy and dynamics in monodeuteroacetylene (C,HD), J. Liévin, 
M. Abbouti Temsamani, P. Gaspard and M. Herman 


Luminescence spectra, yields and lifetimes 

Dual fluorescence of 9-anthryl-substituted oligothiophenes in nonpolar environment, 
P. Emele, D.U. Meyer, N. Holl, H. Port, H.C. Wolf, F. Wiirthner, P. Bauerle and 
F. Effenberger 

Exciton—phonon coupling and pressure-induced structural phase changes in coronene 
crystals, T. Yamamoto, S. Nakatani, T. Nakamura, K. Mizuno, A.H. Matsui, Y. Akahama 
and H. Kawamura 

Dual emission and double proton transfer in salicylic acid, D.D. Pant, H.C. Joshi, P.B. Bisht 
and H.B. Tripathi 

Measurement and analysis of electronic energy transfer between Tb** and Eu** ions in 
Cs,NaY,_,—yTb,Eu,Cl,, D.M. Moran, P.S. May and F.S. Richardson 


Multidimensional photochemistry in 4-(N,N-dimethylamino)stilbene, J.F. Letard, 


R. Lapouyade and W. Rettig 
Parameter recovery and discrimination between different types of fluorescence decays 


obtained for dipole-dipole energy transfer in low-dimensional systems, M. van der 
Auweraer, P. Ballet, F.C. De Schryver and A. Kowalczyk 

Electron spin resonance in PPV-photodiodes: detection via photoinduced current, 
V. Dyakonov, N. Gauss, G. Résler, S. Karg, W. Riess and M. Schwoerer 

Response theory calculations of singlet-triplet transitions in molecular nitrogen, B. Minaev, 
P. Norman, D. Jonsson and H. Agren 

A theoretical study of the transition moments, Einstein A coefficients, and radiative lifetimes 
of the lowest triplet states of BeC, A.C. Borin and F.R. Ornellas 


Coherence loss processes 

Ultrafast electronic fluctuation and solvation in liquids, E.T.J. Nibbering, D.A. Wiersma 
and K. Duppen 

Physical characterization of the state of motion of the phenalenyl spin probe in cation- 
exchanged faujasite zeolite supercages with pulsed EPR, D.C. Doetschman, D.W. Dwyer, 
J.D. Fox, C.K. Frederick, S. Scull, G.D. Thomas, S.G. Utterback and J. Wei 

Reduced density matrix solution of the coupled coherent-incoherent exciton dynamics with 
the effects of quenching, V. Sz6cs and P. Banacky 


Non-linear responses (including optical) 

Chain-length dependence of the quadratic hyperpolarizability of push-pull polyenes and 
carotenoids. Effect of end groups and conjugation path, M. Blanchard-Desce, J.-M. Lehn, 
M. Barzoukas, I. Ledoux and J. Zyss 

Experimental and computational investigation of the quadratic hyperpolarizability of a series 
of diaryls and polyaryls, M. Barzoukas, A. Fort, P. Boy, C. Combellas and A. Thiebault 


190 (1995) 373 
190 (1995) 381 
190 (1995) 393 


190 (1995) 419 


181 (1994) 417 


184 (1994) 247 
185 (1994) 137 
186 (1994) 77 


186 (1994) 119 


187 (1994) 399 
189 (1994) 687 
190 (1995) 11 


190 (1995) 43 


183 (1994) 167 


185 (1994) 343 


186 (1994) 153 


181 (1994) 281 


185 (1994) 65 





116 Subject index to volumes 181-190 


Pump-probe studies of the effects of permanent dipoles in one- and two-colour molecular 
excitations, A.E. Kondo, W.J. Meath, S.H. Nilar and A.J. Thakkar 

LO-TO splittings, effective charges and interactions in electro-optic meta-nitroaniline crystal 
as studied by polarized IR reflection and transmission spectra, M.M. Szostak, N. Le Calvé, 
F. Romain and B. Pasquier 


Multiphoton phenomena 

High-resolution one- and two-photon spectra of matrix-isolated anthracene, J. Wolf and 
G. Hohlneicher 

Theoretical study of the nuclear spin-spin coupling constant of the ultrashort central bond 
in bitetrahedrane, V. Galasso 

Isotopic selectivity in the IR photosensitized dissociation of molecules. I. Generality of the 
effect, M. Cauchetier, M. Luce and C. Angelié 

Kinetics of multiphoton excitation and fragmentation of Co, P. Wurz and K.R. Lykke 

Pump-probe studies of the effects of permanent dipoles in one- and two-colour molecular 
excitations, A.E. Kondo, W.J. Meath, S.H. Nilar and A.J. Thakkar 

Multi-photon induced atomic nitrogen production in a low-temperature nitrogen crystal, 
H. Kajihara, F. Okada and S. Koda 

Influence of the radiation field onto the photodissociation, M. Rosenberger and J. Hinze 

A theoretical model of laser-control photodissociation of molecules, J.C. Vallet, 
A.A. Villaeys, J.P. Lavoine and S.H. Lin 

Theory of second harmonic generation in randomly oriented species, D.L. Andrews, 
P. Allcock and A.A. Demidov 


Reactions (including dissociation) 

A simple phenomenological model for nonequilibrium interaction between two reactions 
in a Lorentz gas, J. Gorecki and I. Hanazaki 

The Green function method in the theory of nuclear and electron spin polarization. II. The 
first approximation and its application in the CIDEP theory, P.A. Purtov, A.B. Doktorov 
and A.V. Popov 

Bihalide ion combination reactions in solution: electronic structure and solvation aspects, 
B.J. Gertner, K. Ando, R. Bianco and J.T. Hynes 

Energy dependence of the reaction cross section for the F+ H,(v=0, j=0, 1,2) >HF(v’) +H 
reaction from quasi-classical trajectory calculations, F.J. Aoiz, L. Bafiares, V.J. Herrero 
and V. Sdez Rabanos 

A modification of non-Markovian encounter theory. I. Markovian description in non- 
Markovian theories, A.A. Kipriyanov, I.V. Gopich and A.B. Doktorov 

A modification of non-Markovian encounter theory. II. Exactly solvable models, 
A.A. Kipriyanov, I.V. Gopich and A.B. Doktorov 

Nonequilibrium solvation in chemical reactions. III. Applications of the theory, 
A.M. Berezhkovskii, S.A. Dudko and V.U. Zitserman 

An examination of the BEBO model with the results of ab initio calculations of a reaction 
series, A.K. Chandra and V. Sreedhara Rao 

Theory of magnetic field effects on radical pair recombination in micelles, A.I. Shushin, 
J.B. Pedersen and L.I. Lolle 

Influence of the radiation field onto the photodissociation, M. Rosenberger and J. Hinze 

Vibrational analysis of low-lying K-shell excited states in H,O and D,O calculated by an ab 
initio multireference CI method, A. Koch and S.D. Peyerimhoff 


186 (1994) 375 


187 (1994) 373 


181 (1994) 185 
181 (1994) 363 


182 (1994) 375 
184 (1994) 335 


186 (1994) 375 


186 (1994) 395 
189 (1994) 41 


189 (1994) 657 


190 (1995) 1 


181 (1994) 39 


182 (1994) 149 


183 (1994) 309 


187 (1994) 227 
187 (1994) 241 
187 (1994) 251 
187 (1994) 275 
187 (1994) 297 


188 (1994) 1 
189 (1994) 41 


189 (1994) 67 





Subject index to volumes 181-190 


Magnetic field dependent yield of geminate radical pair recombination in micelles. Test of 
the Johnson-Merrifield approximation, J.B. Pedersen, A.I. Shushin and J.S. Jorgensen 

Microcanonical rate constant in nonequilibrium distribution of vibrational energy on the 
basis of Slater’s theory of unimolecular reactions, A. Metsala 

A theoretical model of laser-control photodissociation of molecules, J.C. Vallet, 
A.A. Villaeys, J.P. Lavoine and S.H. Lin 


-gas phase 

Synergistic effects in bimolecular reactions in a dilute gas, A.S. Cukrowski, S. Fritzsche and 
W. Stiller 

Time-resolved LMR measurement of the rate constants of the reactions SiH,+SiH; and 
SiH;+Cl, A.V. Baklanov and A.I. Chichinin 

Investigation of gas chemistry in the sealed TEA CO, laser, M.S. Trtica and S.S. Miljani¢ 

A theoretical study on the vibrationally state-selected hydrogen transfer reaction: 
NH* (v) +NH3;>NH# + NH;. An ab initio MR-SD-Cl and classical trajectory approach, 
H. Tachikawa and S. Tomoda 

Isotopic selectivity in the IR photosensitized dissociation of molecules. I. Generality of the 
effect, M. Cauchetier, M. Luce and C. Angelié 

Transition state theory and Eckart’s tunneling factor: a good approximation for the 
calculation of bimolecular rate constants?, J. Espinosa-Garcia, F.J. Olivares del Valle and 
J.C. Corchado 

The 248 nm photolysis of phosphorus trichloride and phosphorus tribromide, 
M.J. Bramwell, C. Hughes, S.E. Jaeger and J.C. Whitehead 

Calculation of product branching ratios for the reaction of an ion with a molecule in a II 
electronic state, A.G. Wickham and D.C. Clary 

Rotational surprisals and energy disposal from statistical simulations of the crossed beam 
reaction C(7P) +NO>CN(v)+O(?P), E. Wallin, P.A. Elofson and L. Holmlid 

Photodissociation of CINO in the A band, P. Felder and G.P. Morley 

Rotational effects in ionic reactions investigated by the ZEKE-PEPICO technique, 
K.-M. Weitzel, J. Mahnert and M. Penno 

Fluorescence-photoion-coincidence spectroscopy on inner shell excited molecules, M. Meyer, 
J. Lacoursiére, M. Simon, P. Morin and M. Larzilliére 

Systematics of the average resonance widths in overlapping resonance-scattering and its 
connection with the RRKM theory, K. Someda, H. Nakamura and F.H. Mies 

Photodissociation and predissociation processes in OH: a time-dependent quantum 
mechanical study, C. Kalyanaraman and N. Sathyamurthy 

Rate constants for ozone formation, A. Gross and G.D. Billing 

Effects of L,,,-conservation and quantization of vibrational energy in statistical simulations 
of the reaction Cs*(7 ?P,/23/2) +H2+CsH+H, E. Wallin and P.-A. Elofson 

Ab initio study of the potential energy surfaces for the reaction N(*S,) ++CH(X 7II,)> 
CN(X 7Z*, A 7II;)+H(?S,), M.T. Rayez, Ph. Halvick, J.C. Rayez, Ph. Millié and 
B. Lévy 

Ionic fragmentation of CF, in the vacuum ultraviolet through the soft X-ray region, N. Saito, 
J.D. Bozek and I.H. Suzuki 

A note on dissociative photoionization of neopentane in the 10-30 eV photon energy range, 
C. Cauletti, E. Rachlew-K4llne, M.-Y. Adam, S. Stranges, S. Sorensen, A. Karawajczyk 
and M. Kirm 


189 (1994) 479 
189 (1994) 637 


189 (1994) 657 


181 (1994) 7 
181 (1994) 119 
181 (1994) 409 
182 (1994) 185 


182 (1994) 375 


183 (1994) 95 
183 (1994) 127 
185 (1994) 57 


185 (1994) 91 
185 (1994) 145 


187 (1994) 117 
187 (1994) 143 
187 (1994) 195 


187 (1994) 219 
187 (1994) 329 


188 (1994) 65 


188 (1994) 161 


188 (1994) 367 


188 (1994) 387 





118 Subject index to volumes 181-190 


Three-dimensional wavepacket study of the reaction OH + H,—H,0+H: a mixed quantal/ 
classical approach, N. Balakrishnan and G.D. Billing 

Molecular geometries and energetics of mono- and biligated group 2 metal monopositive 
ions using an improved ASED-MO model, E.G. Bakalbassis and C.A. Tsipis 

A reaction-path dynamics approach to the thermal unimolecular decomposition of 
acetaldoxime, K. Okada, M. Sugimoto and K. Saito 

Product energy distributions and angular momentum disposal in heavy—heavy-light 
reactions via the CPOAM model, M. Alberti, X. Giménez and A. Aguilar 

The dissociative electroionization of C,H», C,D, and C,HD. Investigation of the 
[C,H(D)]* and [H(D) ]* dissociation channels. The (D)H-C,H(D) binding energy, 
M. Davister and R. Locht 

Laser photodissociation of fluorinated molecular dications, S.D. Price, Y.-Y. Lee, 
M. Manning and S.R. Leone 

Chemiluminescence quasi-continua in collisions of Ca('S), Sr('S) and Mg*(?P) atoms 
with I,, P. Kierzkowski, R. Lawruszczuk and A. Kowalski 


—condensed phase 

Generalization of the Smoluchowski theory to include the effect of unimolecular processes: 
fluorescence quenching, A. Molski 

Dynamical model for Sy2 reactions in solution. The Cl~ +CH;ClI>CICH;+ClI~ reaction, 
G.D. Billing and K.V. Mikkelsen 

Quantum-chemical ab initio investigation of the electrochemical hydrogen reaction: local 
potential and local charge patterns of a hydrated hydrogen intermediate on Cu(100), 
An.M. Kuznetsov and W. Lorenz 

Bihalide ion combination reactions in solution: electronic structure and solvation aspects, 
B.J. Gertner, K. Ando, R. Bianco and J.T. Hynes 

Numerical evaluation of golden rule rates for condensed phase processes, E. Neria and 
A. Nitzan 

Rate processes in dissipative systems: scaling in the canonical variational transition state 
theory, S. Singh and G.W. Robinson 

Modification of tunneling dynamics by the application of random external fields, R.I. Cukier 
and M. Morillo 

Self quenching of 1-naphthol. Connection between time-resolved and steady-state 
measurements, E. Pines and G.R. Fleming 

Positronium solvation sites in liquid amides revealed by magnetic field effects: influence of 
the chemical structure of the molecules, I. Billard, J.Ch. Abbé and G. Duplatre 

Characteristics of a positronium bound state with nitrobenzene in methanol as deduced 
from magnetic field effects at various temperatures, G. Duplatre, I. Billard and J.Ch. Abbé 

Fractal approach to the kinetics of an encounter pair between asymmetric reagents, 
M.C. Bujan-Nufiez and M.A. Lopez-Quintela 

Determination of mean nuclear magnetic relaxation rates in multiphase systems in slow 
exchange, A.B. Kudryavtsev, W. Linert and A.V. Pyatkova 

Absorption by dissociative continua in condensed matter: H,O in rare gas and ice matrices, 
M. Chergui, N. Schwentner and V. Stepanenko 

A modification of non-Markovian encounter theory. I. Markovian description in non- 
Markovian theories, A.A. Kipriyanov, I.V. Gopich and A.B. Doktorov 

A modification of non-Markovian encounter theory. II. Exactly solvable models, 
A.A. Kipriyanovy, I.V. Gopich and A.B. Doktorov 


189 (1994) 499 
189 (1994) 557 
189 (1994) 629 


189 (1994) 677 


189 (1994) 805 
190 (1995) 123 


190 (1995) 131 


182 (1994) 203 


182 (1994) 249 


183 (1994) 73 
183 (1994) 309 
183 (1994) 351 
183 (1994) 365 
183 (1994) 375 
183 (1994) 393 
184 (1994) 365 
184 (1994) 371 
185 (1994) 211 
186 (1994) 53 
187 (1994) 153 
187 (1994) 241 


187 (1994) 251 





Subject index to volumes 181-190 


Nonequilibrium solvation in chemical reactions. III. Applications of the theory, 
A.M. Berezhkovskii, S.A. Dudko and V.U. Zitserman 

Dynamics of low-barrier proton transfer in polar solvents and protein media, 
A.M. Kuznetsov and J. Ulstrup 

Environmental effects on the energetics and photo-induced dynamics of molecular states, 
N. Schwentner, C. Bressler, W. Lawrence, J. Xu and M. Chergui 

Photogeneration of ionic species in Ar, Kr and Xe matrices doped with HCl, HBr and HI, 
H.M. Kunttu and J.A. Seetula 

O atom photoproduction dynamics and reactions in cryogenic solids, E.T. Ryan and E. Weitz 

Multicentric charges for the accurate representation of electrostatic interactions in force- 
field calculations for small molecules, C. Aleman, M. Orozco and F.J. Luque 

Lack of ionic strength effect in the recombination of hydrated electrons: 
(e7 )aqgt (€7 )ag>2(OH™ ) + H2, K.H. Schmidt and D.M. Bartels 


—photochemical 

Dispersive first-order reactions. I. Data analysis, H. Schafer, U. Albrecht and R. Richert 

Dispersive first-order reactions. II. Photochromic model system, U. Albrecht, H. Schafer 
and R. Richert 

Ionic dissociation of CF,Cl, photoexcited using monochromatic soft X-rays, I.H. Suzuki, 
J.D. Bozek and N. Saito 

Generalization of the Smoluchowski theory to include the effect of unimolecular processes: 
fluorescence quenching, A. Molski 

Quantitative analysis of wavelength and temperature dependence of laser-induced hole filling 
in photochemical hole-burning, N. Murase and K. Horie 

Self quenching of 1-naphthol. Connection between time-resolved and steady-state 
measurements, E. Pines and G.R. Fleming 

Photodissociation of CINO in the A band, P. Felder and G.P. Morley 

Theory of geminate recombination of radical pairs with instantaneously changing spin 
Hamiltonian. IV. Stimulated polarization of nuclei in switched externa! mzzgnetic field, 
A.M. Osintsev, P.A. Purtov and A.B. Doktorov 

Matrix isolation investigation of the vibrational spectroscopy and photochemistry of 
complexes of HCI and HBr with nitric oxide. Ab initio study of the NO: HCI complex 
structure, A. de Saxce, N. Sanna, A. Schriver and L. Schriver-Mazzuoli 

Comment on “Photochemical reaction of 4-methyl-2-quinolinecarbonitrile with optically 
active (S)- or (R)-2-phenylpropionic acid. The magnetic-field and solvent effects and 
chiral-symmetry breaking”, R. Nakagaki 

Flash-photolysis of 2-(2’-hydroxyphenyl)-3-H-indole. Ground-state keto-enol 
tautomerization by mutual hydrogen exchange and by proton catalysis, J.S. Stephan, 
C.R. Rodriguez, K.H. Grellmann and K.A. Zachariasse 

Rotationally mediated vector correlations in the photodissociation of H,O (1,0,0), I. Bar, 
D. David and S. Rosenwaks 

The ultraviolet photodissociation dynamics of pyrrole, D.A. Blank, S.W. North and Y.T. Lee 

Laser driven channels of reactive collisions in Na plus Cd vapors, M. Allegrini, G. De Filippo, 
F. Fuso, D. Gruber, L. Windholz and M. Musso 

Chirped pulse control of CsI fragmentation: an experimental possibility, B. Amstrup, 
G. Szabo, R.A. Sauerbrey and A. Lérincz 

Photofragmentation of chlorobenzene: translational energy distribution of the recoiling Cl 
fragment, T. Ichimura, Y. Mori, H. Shinohara and N. Nishi 


187 (1994) 275 
188 (1994) 131 
189 (1994) 205 


189 (1994) 273 
189 (1994) 293 


189 (1994) 573 


190 (1995) 145 


182 (1994) 53 
182 (1994) 61 
182 (1994) 81 
182 (1994) 203 
183 (1994) 135 
183 (1994) 393 
185 (1994) 145 
185 (1994) 281 
185 (1994) 365 


185 (1994) 405 


186 (1994) 435 


187 (1994) 21 
187 (1994) 35 


187 (1994) 
188 (1994) 87 


189 (1994) 117 





120 Subject index to volumes 181-190 


Photolysis of ozone and reactions of O('D) atoms in solid nitrogen, A.V. Benderskii and 
C.A. Wight 

ESR spectra, structure and photochemistry of carboxylic acid and ester anions: matrix 
isolation study, R. K6ppe and P.H. Kasai 

Computation of time-dependent transition probabilities in excimer molecules induced by 
femtosecond laser pulses, I.D. Petsalakis, T. Mercouris and C.A. Nicolaides 


Tunneling 

Tunnelling of two interacting particles moving parallel or antiparallel. A comparative 
analysis, Y.I. Dakhnovskii and M.B. Semenov 

Transition state theory and Eckart’s tunneling factor: a good approximation for the 
calculation of bimolecular rate constants?, J. Espinosa-Garcia, F.J. Olivares del Valle and 
J.C. Corchado 

Modification of tunneling dynamics by the application of random external fields, R.I. Cukier 
and M. Morillo 

Tunneling trajectories of two-proton transfer, V.A. Benderskii, S.Yu. Grebenshchikov, 
D.E. Makarov and E.V. Vetoshkin 

Time and angle resolved calculations in delayed photodissociation, W.J. van der Zande, 
F. Vitalis and L.D.A. Siebbeles 

Tunneling splittings in model 2D potentials. I. V(X, Y)=Vo(Y?—Y3)?+4@7X7+ 
1aX*+CX?Y?, V.A. Benderskii, S.Yu. Grebenshchikov, G.V. Mil’nikov and 
E.V. Vetoshkin 

Dynamics of low-barrier proton transfer in polar solvents and protein media, 
A.M. Kuznetsov and J. Ulstrup 

Intensity distribution in the fluorescence low-frequency mode progressions of the “‘slightly” 
asymmetric hydrogen bonded AHB fragment, M.V. Vener 

A theoretical reinvestigation of the A 'II, state of N3*, F.R. Bennett 


Electron transfer 

Vibronic reduction of electron transfer in strongly correlated molecular models, S.A. Borshch 
and J.-J. Girerd 

Coupling of protein motion to electron transfer in a photosynthetic reaction center: 
investigating the low temperature behavior in the framework of the spin—boson model, 
D. Xu and K. Schulten 

The formation of radical ions of ZnTPP in lecithin vesicles evaluated by a global kinetic 
treatment, P.J.G. Coutinho and S.M.B. Costa 

Bistable mixed-valence molecular architectures for bit storage, N. Guihery, G. Durand and 
M.-B. Lepetit 

Bistability in molecular donor-acceptor complexes, N. Guihery, G. Durand, M.-B. Lepetit 
and J.-P. Malrieu 

Quantum chemical calculation of geometry, vibration spectrum, absorption and emission 
spectrum of p-cyano-p’-methyl thiodiphenylacetylene, A. Broo 

Positive hole mobility in liquid xenon, O. Hilt and W.F. Schmidt 

Bihalide ion combination reactions in solution: electronic structure and solvation aspects, 
B.J. Gertner, K. Ando, R. Bianco and J.T. Hynes 


Numerical evaluation of golden rule rates for condensed phase processes, E. Neria and 
A. Nitzan 


189 (1994) 307 
189 (1994) 401 


189 (1994) 615 


183 (1994) 1 


183 (1994) 95 
183 (1994) 375 
185 (1994) 101 


186 (1994) 205 


188 (1994) 19 
188 (1994) 131 


189 (1994) 593 
190 (1995) 53 


181 (1994) 1 


182 (1994) 91 
182 (1994) 399 
183 (1994) 45 
183 (1994) 61 


183 (1994) 85 
183 (1994) 147 


183 (1994) 309 


183 (1994) 351 





Subject index to volumes 181-190 


Modification of tunneling dynamics by the application of random external fields, R.I. Cukier 
and M. Morillo 


Sequential and superexchange electron-transfer reactions in a three-component system, 
J. Tang 

Chemiluminescent electron transfer reactions of C¢o anion radical: energetics and spectral 
features, N. Gupta and K.S.V. Santhanam 

Pulsed-EPR on the photoexcited triplet state of C,, in fluid solution: electron transfer from 
end-capped quaterthiophene and C,o-radical anion formation, M. Bennati, A. Grupp, 
P. Bauerle and M. Mehring 

Multidimensional photochemistry 
R. Lapouyade and W. Rettig 

The relevance of polaronic effects to the hopping motion of charges, M. van der Auweraer, 
F.C. De Schryver and P. Borsenberger 

Nature of the 9,9’-bianthryl and 10,10’-dimethoxy-9,9’-bianthry] radical anions, G. Grampp, 
A. Kapturkiewicz and J. Salbeck 

Electron-transfer reactions involving non-linear spin—boson interactions, J. Tang 

Excited charge transfer states in 4-aminopyrimidines, 4-(dimethylanilino ) pyrimidine and 
4-(dimethylamino ) pyridine, J. Herbich and J. Waluk 

Reorganization energies in benzene, naphthalene, and anthracene, A. Klimkans and 
S. Larsson 

Excited state properties and deactivation pathways of 7-aminocoumarins, K. Rechthaler 
and G. Kohler 

Resonance effects on superexchange and sequential electron-transfer reactions due to energy- 
level crossing, J. Tang 

An assessment of the role of polaron formation to hole transport in a triarylamine doped 
polymer, M. van der Auweraer, G. Verbeek, F.C. De Schryver and P.M. Borsenberger 

Examination of the viability of the Collins-Kimball model and numerical calculation of the 
time-dependent energy gap law of photoinduced charge separation in polar solution, 
N. Matsuda, T. Kakitani, T. Denda and N. Mataga 

Charge inversion of ground-state and metastable-state C} cations formed from electroionised 
C,H, and C,N;, and a re-evaluation of the carbon dimer’s ionisation energy, C.J. Reid, 
J.A. Ballantine, S.R. Andrews and F.M. Harris 

Single and double electron capture in H* on Kr collisions at low-keV energies, H. Martinez, 
B.E. Fuentes, I. Alvarez, C. Cisneros and J. de Urquijo 


in 4-(N,N-dimethylamino)stilbene, J.F. Letard, 


Positron annihilation 

Positronium solvation sites in liquid amides revealed by magnetic field effects: influence of 
the chemical structure of the molecules, I. Billard, J.Ch. Abbé and G. Duplatre 

Characteristics of a positronium bound state with nitrobenzene in methanol as deduced 
from magnetic field effects at various temperatures, G. Duplatre, I. Billard and J.Ch. Abbé 


Ionization (including Rydberg states) 

LCAO expansion in a spline basis for accurate variational determination of continuum 
wavefunctions. Applications to H} and HeH?*, M. Brosolo, P. Decleva and A. Lisini 
Valence- and inner-shell (Cl 2p, 2s; C 1s) photoabsorption and photoionization of carbon 
tetrachloride. Absolute oscillator strengths (S—400 eV) and dipole-induced breakdown 

pathways, G.R. Burton, W.F. Chan, G. Cooper and C.E. Brion 


183 (1994) 375 
184 (1994) 39 


185 (1994) 113 


185 (1994) 221 
186 (1994) 119 
186 (1994) 409 


187 (1994) 391 
188 (1994) 143 


188 (1994) 247 
189 (1994) 25 
189 (1994) 99 
189 (1994) 427 


190 (1995) 31 


190 (1995) 83 


190 (1995) 113 


190 (1995) 139 


184 (1994) 365 


184 (1994) 371 


181 (1994) 85 


181 (1994) 147 





122 Subject index to volumes 181-190 


A He(I) photoelectron spectroscopic study of MgF, in the gas phase, J.M. Dyke, 
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Dynamics of Excited Molecules 


Edited by Kozo Kuchitsu 


Studies in Physical and Theoretical Chemistry Volume 82 


The physical and chemical 
properties of the molecular 
species reviewed in this 
book, and sometimes the 
species themselves, had 
been postulated or predicted 
but their exact details re- 
mained essentially unex- 
plored for decades. The 
recent advances in chemical 
physics (such as laser spec- 
troscopy and quantum-theo- 
retical calculations) have 
provided techniques for their 
unambiguous identification. 
Accurate data on their struc- 
tures and dynamics are now 
available. Such information is 
indispensable for detailed dis- 
cussion on the various prop- 
erties of molecules and the 
mechanisms of intermolecu- 
lar interactions and chemical 
interactions. 

Information on the dynamics 
of excited molecules consti- 
tutes a firm basis of modern 
chemistry and physics. More- 
over, it is of paramount impor- 
tance in various fields of 
basic and applied sciences 
where chemical reactions 
play important roles: atomic 
and molecular physics, at- 
mospheric and environ- 
mental science, space 
science, materials science, 
and biology. 

This book contains 13 review 
articles on 

(1) the techniques for produc- 
tion and identification of ex- 
cited molecules in the gas 
phase, condensed phases, 
and intermediate phases (in- 
termolecular complexes and 
atomic or molecular micro- 
clusters) 

(2) their structures and 


dynamics (internal reactions) 
observed mainly by spectro- 
scopic experiments 

(3) their important roles in 
chemical processes. The tar- 
get chemical species range 
from diatomics to relatively 
complicated aromatics in a 
variety of electronic and vibra- 
tional excited states, many of 
them being nonrigid or short- 
lived molecules, radicals, and 
positive or negative ions. 


Contents: 

1. Dynamics of excited 
molecules. An introduction 
(K. Kuchitsu, S. Tsuchiya). 
Infrared diode laser and 
microwave kinetic 
spectroscopy 
(H. Kanamori et al.). 

Free jet infrared 
spectroscopy of weakly 
bound complexes 

(M. Takami et a/.). 
Large-amplitude motions 
of aromatic molecules as 
studied by supersonic jet 
spectroscopy (M. Ito). 
Decay processes of 
inner-shell photoexcited 
molecules (Y. Sato). 
Dynamics of superexcited 
molecules (Y. Hatano). 
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7. Vibrational dynamics in 
highly excited polyatomic 
molecules (K. Yamanouchi, 
S. Tsuchiya). 

Dynamics of ion-molecule 
reactions (I. Koyano). 
Multiphoton ionization 
spectroscopy (H. Sato). 

. Excited-state electron 
donor-acceptor interaction 
of jet-cooled organic 
molecules (M. Itoh, 

O. Kajimoto). 

. Gas-phase cluster ions: 
stability, structure and 
solvation (K. Hiraoka, 

S. Yamabe). 

. Chemistry of gas-phase 
icroclusters (K. Kaya, 
T. Kondow). 

. Transient ESR 
spectroscopy of short-lived 
triplet states and radicals 
(N. Hirota, S. Yamauchi). 

. Spectroscopic studies of 
radical ions in polyatomic 
matrices (T. Shida et a/.). 
Subject Index. 
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Methods for 


Experimental Design 


Principles and Applications for 
Physicists and Chemists 


By J.L. Goupy 


Data Handling in Science and Technology Volume 12 


A method for organizing and 
conducting scientific experiments 
is described in this volume which 
enables experimenters to reduce 
the number of trials run, while 
retaining all the parameters that 
may influence the result. The 
choice of ideal experiments is 
based on mathematical 
concepts, but the author adopts 
a practical approach and uses 
theory only when necessary. 
Written for experimenters by an 
experimenter, it is an 
introduction to the philosophy of 
‘scientific investigation. 
Researchers with limited time 
and resources at their disposal 
will find this text a valuable guide 
for solving specific problems 
efficiently. The presentation 
makes extensive use of 
examples, and the approach and 
methods are graphical rather 
than numerical. All calculations 
can be performed on a personal 
computer; readers are assumed 
to have no previous knowledge 
of the subject. The presentation 
is such that the beginner may 
acquire a thorough 
understanding of the basic 
concepts. However, there is also 
sufficient material to challenge 





the advanced student. The book 
is, therefore, suitable for both 
first and advanced courses. The 
many examples can also be 
used in detail for self-study or as 
a reference. 


Contents: 1. Research strategy: 
Definition and objectives. 2. Two- 
level complete factorial designs: 
2°. 3. Two-level complete factorial 
designs: aK 4, Estimating error 


and significant effects. 5. The con- 


cept of optimal design. 6. Two- 
level fractional factorial designs: 
2? The alias theory. 7. Two- level 
fractional factorial designs: 2°?. 
Examples. 8. Types of matrices. 
9. Trial sequences. Randomiza- 
tion. 10. Trials sequence. Block- 
ing. 11. Mathematical modelling of 
factorial 2° designs. 12. Choosing 
complementary trials. 13. Beyond 
influencing factors. 14. Practical 
method of calculation using a 
quality example. 14(continued). 
Detailed calculations for the truck 
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suspension springs example. 

15. Experimental designs and com- 
puter simulations. 16. Practical ex- 
perimental designs. 17. Overview 
and suggestions. 

Appendix 1. Matrices and matrix 
calculations. 

Appendix 2. Statistics useful in ex- 
perimental designs. 

Appendix 3. Order of trials that 
leaves the effects of the main 
factors uninfluenced by linear drift: 
Application of a 2° design. Bibliog- 
raphy. Author index. Example 
index. Subject index. 
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Research 


in Chemical 


Kinetics 


Edited by R.G. Compton and G. Hancock, Physical Chemistry Laboratory, 
University of Oxford, Oxford OX1 3QZ, UK 


This is the second volume 
in a new series, which 
aims to publish authoritative 
review articles on a wide 
range of exciting and 
contemporary topics in gas 
and condensed phase 
kinetics. 

“Research in Chemical 
Kinetics” complements the 
acclaimed series 
“Comprehensive Chemical 
Kinetics”, and is edited 

by the same team of 
professionals. 

The reviews contained in 
this volume are concise, 
topical accounts of 
specific research written 
by acknowledged experts. 
The authors summarize 
their latest work and place 
it in a general context. 
Particular strengths of the 
volume are the quality of 
the contributions and their 
topicality, and the rapid 
publication realized. 


Volume 2 


Contents: 
Preface. 


List of Contributors. 

Applications of 

microelectrodes in kinetics 
(M.I. Montenegro). 


Computer simulation 

studies in crystal growth 

and dissolution kinetics 
(V.K.W. Cheng). 


Gorin models for 
simple-fission transition 
states in the gas phase 
(R.G. Gilbert, I.G. Pitt). 
Mechanism in two-phase 
reaction systems: Coupled 
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mass transfer and chemical 
reaction 

(J.H. Atherton). 
Dynamic processes in 
polymer modified 


electrodes 
(R.J. Mortimer). 


Laboratory studies of the 
chemistry of meteoric 
metals 

(J.M.C. Plane, M. Helmer). 
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These volumes comprise the 
proceedings of the major 
international meeting on 
Catalysis which is held at 4 year 
intervals. The programme 
covered the following sessions: 
Mechanism, theory, in situ 
methods; Catalytic reaction on 
atomically clean surfaces; 
Catalytic reaction on zeolites and 
related substances; New 
methods and principles for 
Catalyst preparation; Hydro- 
treatment reactions (HDS, HDN); 
Characterization of catalysts, 
application of novel techniques; 
Selective oxidation; New 
Catalytic aspects of heteropoly 
acids and related compounds; 
Reaction of hydrocarbons; 
Nontraditional catalytic materials; 
Fuel upgrading; Alkane 
activation; Acid-base catalysis; 
New selective catalytic reactons, 
fine chemicals; Environmental 
Catalysis; Industrial catalysis, 
deactivation, reactivation; 
Synthesis from syngas; 
Electrocatalysis; Photocatalysis. 


The invited lectures and 433 
papers included in these 
volumes present an update on 
all areas of catalysis and 
applications. 


Contents: A selection of the 
contents. Invited Papers. 
Catalysis: Past, Present and 
Future (J.A. Rabo). Interfacial 
Coordination Chemistry: 
Concepts and Relevance to 
Catalysis Phenomena (M. Che). 
New Catalytic Aspects of 
Heteropolyacids and Related 
Compounds - To the Molecular 
Design of Practical Catalysts 
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(M. Misono). The Catalytic 
Conversion of Methane to 
Oxygenates and Higher 
Hydrocarbons (J.H. Lunsford). 
New Reactions in Various Fields 
and Production to Specialty 
Chemicals (W.F. Hdlderich). 
Submitted Papers. 
Stucture-Function Relationships 
in Heterogeneous Catalysis: The 
Embedded Surface Molecule 
Approach and its Applications 
(P. Johnson, R.W. Joyner). 

H Broad-Line NMR at 4 K for 
Studying the Acidity of Solids: 
Application to Zeolites 
(P. Batamack et al.). Preparation 
of Bifunctional Catalysts by 
Solid-State lon Exchange in 
Zeolites and Catalytic Tests 
(H.G. Karge et al.). Mechanism 
of Coke Formation during the 
Transformation of Propene, 
Toluene and Propene-Toluene 
Mixture on HZSM-5 (P. Magnoux 
et al.). Hydrocarbon Formation 
from Methanol/Dimethy! Ether 
over Protonated Zeolites and 
Molecular Sieves. New Insights 
from Recent Experiments 
(S. Kolboe). New Surface 
Nb-Dimers Chemically interacted 
with Si02: Regulation of the 
Catalysis by Molecular Design of 
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New Frontiers in Catalysis, Parts A-C 


Proceedings of the 10th International Congress on Catalysis, Budapest, Hungary, 19-24 July 1992 
Edited by L. Guczi, F. Solymosi and P. Tétényi 
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Reaction Sites (N. Ichikuni, 

Y. lwasawa). Expert Systems 
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Application and Experimental 
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Structural Characteristics of 
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An XPS, NO Adsorption and 
Sulphydryl Group Study 

(L. Portela et al.). Direct Propane 
Ammoxidation to Acrylonitrile: 
Kinetics and Nature of the Active 
Phase (A. Anderson et al.). Role 
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